Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.007 Å; R factor = 0.028; wR factor = 0.070; data-to-parameter ratio = 14.1.
Figures
. The asymmetric unit of (1) shown with thermal ellipsoids at 50% probability. Hydrogen atoms unlabelled for clarity. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Geometric parameters (Å, °) C1-C2 1.367 (7) C6-H6 0.9300 C1-C9 1.371 (7) C7-C8 1.356 (7) C1-H1 0.9300 C7-H7 0.9300 C2-C3 1.381 (6) C8-C12 1.357 (7) C2-H2 0.9300 C8-H8 0.9300 C3-C4 1.367 (6) C9-C10 1.328 (6) C3-I1 2.075 (4) C9-H9 0.9300 C4-C10 1.403 (5) C10-H10 0.9300 C4-N2 1.416 (5) C11-C12 1.371 (7) C5-C11 1.361 (6) C11-H11 0.9300 C5-C6 1.370 (6) C12-H12 0.9300 C5-N1 1.424 (5) N1-N2 1.241 (5) C6-C7 1.374 (6) Fig. 1 supplementary materials sup-7 
